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Computer automation of
continuous-flow analyzers for

trace constituents in water
Volume 1. Operator instructions

ABSTRACT

This document has been written as an aid to an operator when running continuous
flow analyses using the LLL programs. It refers specifically to the Technicon AutoAnalyzer
instrument. The system, hardware and software, is described so that the operator can relate
to the sequence of operations, The importance of the arrangement of solutions in the
automatic sampler is emphasized. All prompts and responses are discussed in detail, in-
cluding editing features and the various options available. In addition, the output and line-
printer programs are described along with special auxiliary programs to be used in

troubleshooting.

INTRODUCTION TO THE SYSTEM

SCOPE

This document describes a system for running automated analyses on the Technicon AutoAnalyzer
11 instrument and, with minor differences, the AutoAnalyzer L The system consists of the arrangement of
samples with the necessary standards, quality-control solutions, and the required software and hardware to
perform the desired chemical analysis on a group of samples. Computer prompts, operator responses for in-
putj and operator interaction are discussed as well as the various computer outputs and reports.

To provide flexibility and versatility, the software is quite complex. The various options and editing
features are also considered with some examples.

TERMS AND DEFINITIONS

*

Analyte—A constituent of the sample for which the concentration is being sought.
Blanks-solution samples consisting of (usually) distilled water.
Calibration smndard.r-Known concentrations spanning the full range that will be encountered in the

unknown samples to be run. Five to ten calibration standards are used in a typical run. It is best to have one
that is more concentrated than the mostconcentratedsampleex@ed, as We’llas one that iSleSSCOn@ntrated,
than the least concentrated sample expected.

Check standanis-Duplicates of the calibration standards, which are run once in each QC pattern to
verify that the instrument is maintaining its calibration.

Dup/icates-Samples that are identical to selected samples that have been previously run.
Reagent b/anks-Chemicals (reagents) added to a sample at the time it is taken in order to preserve

constituents. If these reagents have the analyte of interest in them, they will contaminate all the samples by the
same amount. The reagent blanks are measured in order to correct for this effect.

San@es-Measured portions of the unknown material for which the analysis is desired.

t
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Unknown-An unmodified sample.
Set standard-A sample of known concentration chosen to be more than 59% of full-scale, used to

estabiish the start of the output data and the time interval between samples.
S’pikes-Samples to which a known amount of the particular analyte has been added. Spikes are

used to ascertain if any other components of the sample are interfering with the results of the analysis.

Disensaion of San@AVbeel Pattern

The operator informs the computer of the order in which the solutions are to be examined by
selecting the sequence of solutions to be placed in the sample wheel. The sequence is stored in computer tiles
by using the appropriate responses to computer prompts.

Figure 1 shows the sample-wheel pattern for two typical wheels. The first wheel is unique and is
mounted at the very beginning of a mn. SampZe-wheelpaftem refers to the arrangement of the entire group of
solutions to be run, including set standards, calibration standards, blanks, check standards, samples, spiked
samples, and duplicates. The first sequence (set standards and calibration standards) is called the calibrate
pattern, which is discussed below. In Fig. 1 the calibrate pattern consists of sampies 1-11. (Each position num-
ber represents a tube of solution sample.) The second sequence (samples 12-25,26-39,41-52,54-63 in Fig. I)
consists of bianks, check standards, samples, spiked samples, and duplicates, and is called the qualify-confrof
paftern, or QCpattern, which is also discussed below. The exact QC pattern is established when the operator
runs TAAIN. A sample-wheel pattern consists of one calibrate pattern fo[lowed by as many identical QC pat-
terns as are necessary and using as many wheels as are necessary (limited to 3$1$1wheel locations) to run all of
the samples in the group.
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FIG. 1. Typicai samplc+wheelpattern. Within the dlbrate pattern (positions 1-11) are the set standards (poai-
tiona 1-3), which are used to establish instrument timing, foiiowed by two bianks (positions 4-5), which are used
to estabiish tie baseline, foiiowed by six calibration standards (pdtions 6-11), which are used to relate A/D out-
put to concentration.The first QC pattern (positions 12-25) is made up of two blanks ( 12-13) used to maintain
the baseiine, a cheek standard ( 14) to verify if the instrument is dil in eaiibration, ten unknown aampies (15-24),
and one dupiieate sampie (25) to compare with a previously mn unknown. Subsequent QC patterns (26-39,
41-53, 54-63) repeat the order of blanks, check standards, samples, and duplicates, but usuaiiy with dflerent
sampiea. Note that the fii QC pattern must end with two blanks.
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Data may be stored on up to nine standard sample-wheel patterns, all with the same structure, All
data, except sample identification numbers (IDs) and dilution factors, are common to all nine sample-wheel
patterns. Two files are used to store the data: TAAID for sample IDs and dilution factors, and TAAINF for
all other data.

Catibrate Pattern*
The beginning sequence of solutions in the sample-wheel pattern is the calibrate pattern. The first

three solutions must be set standards, which are used to establish the system timing. They must be at least 59%

* of full-scale in concentration so that they are not confused with noise. The next two solutions must be blanks,
and are used to establish the baseline. These are followed by a series of calibration standards. Figure 1 shows
six calibration standards; no specific number of them is required, and no more than l$Jare allowed. Four or
five are recommended.

QC Pattern

The quality-control patterns that follow the calibrate pattern must be identical except for the last
one. The first two solutions of the QC pattern should be blanks. These are followed by check standards; at
least one should be used, and two are recommended, but more may be u=d if ne~~. Sample solutions are
next in the sequence. There are two groupings of samples that may be used in the QC pattern. One or both
may be used, depending on the procedure being followed. The first group consists of a number of samples
(chosen by the operator), including some that have been spiked. The second group consists of an operator-
chosen number of samples followed by a selected number of duplicates from that group. If both groupings are
used they must be loaded into the wheel in the order given above, namely, samples/spiked

pies/duplicate samples. For example, the computer prompt for the QC pattern is*:

QCP BLK Cs SAMP SPK SAMP

?2 ?2 ? 19 ?1 ? Ifl

samples; sam-

DUP

72

The operator has responded (after each question mark) 2 blanks, 2 check standards, 1$1samples+ 1 spike, and
1~ samples + 2 duplicates. The responses for the QC pattern shown in Fig. 1 would have been as follows:

OCP BLK Cs SAMP SPK SAMP DUP

?2 71 ?9 71 ?P 71

In this example the operator has chosen not to use samples separated by spiked samples.

The maximum total number of solutions that can be specified for a single QC pattern is 4?. If this
number is exceeded, an error message will remind the operator. For example:

QCP BLK CS SAM P SPK SAMP DUP

?2 73 TP ?9 ?37 73
*

‘PATTERN TOO LARGE, REDUCE NO. SAMPLES TO 32
*

The prompt will be repeated so that a correction can be made. Remember that all sample-wheel pat-
ferns (1 to 9) will have the same configuration (with respect to check standards, spikes, and control standards)
established by the operator when responding to this prompt.

*For purposes of this report, computer prompts will be indicated in type by lrofdfaee, and user responses will be indicated by ifufics.

3



Figure 1 also illustrates two properties of wheel patterns: one is that a QC pattern can be continued
from one wheel to the next the second is that the final QC pattern can have fewer samples in it than the
operator-established number of samples in the patterns that precede it. Two blanks must follow the last QC
pattern to signal the end of the sample-wheel pattern. The computer programs have been designed to
recognize these situations.

The sample-wheel pattern is important because all subsequent operations in the automation
procedure, from analysis, calculations, and report writing, depend on its systematic structure.

SOFIWARE

The Technicon AutoAnalyzer (TAA) is operated by software consisting of nine programs written in
the extended Dartmouth BASIC language. Figure 2 shows a schematic of how these nine programs work
together. In addition, there are three supplementary programs written in BASIC, and a patch to the computer
operating system written in assembly language.

The software for the Technicon AutoAnalyzer is designed to combine flexibility, ease of use, high
computational power, and large data storage capability. In order to fully utilize this system, it is important
that the operator understand how the system operates. The programs allow the operator to construct the
sample-wheel pattern, assign variables, and supply other pertinent data. These programs also perform all
calculations based on signals from the TAA calorimeter, reduce data, and produce output reports. Detailed
descriptions of all the program segments, including listings, are given in Volume 4, parts 1 through 13.

TAAIN is the initiating program, the one with which the operator will become most familiar. Its
major functions are assigning values to variables and storing them in permanent files, storing
sample information in temporary files, and correcting or modifying the stored data.
TAAINRE creates a specifically-formatted output of all the input data recorded by TAAIN,
which is called the SAMPLE-WHEEL PATTERN. A line-printer copy of this output shows the
content of each position of the sample wheel, and includes useful additional information such as
concentrations of standards and spikes. The program also includes editing capabilities.
TAASTART checks the hardware to make sure everything is functional and establishes the

zero-and full-scale-output readings of the calorimeter. It then starts the real-time program
(assembly language) in the search mode, enabling it to search for the first set standard to es-
tablish the timing that correlates a peak to the appropriate wheel-pattern location.
TAACAL calibrates the system by recording calorimeter-response values from a series of

calibration standards. These response values are used to calculate the coefficients of polynomial
equations, or are stored (in order of concentration) for interpolation. First- (linear), second-
(quadratic) or third- (cubic) order polynomials are used to convert measured values to concen-
trations.
TAA records and determines peak heights, and calculates concentrations for samples, blanks,
and quality-control standards. It displays sample information and detects noisy or offscale
signals.
TAAOCOP calculates and displays data gathered by TAA for blanks and quality-control stan-
dards.
TAAOI is the first of the three output programs. It stores the data in temporary files to expedite
rapid printing. It also prints a preliminary report of which reagent blanks were used.
TAA02 displays the reagent-blank values and allows the operator to accept, reject, or enter

his/her own values. The correction for the reagent blank is applied by the operator if necessary.
TAA03 prints the final report on the line printer using the files created by TAAO 1 and corrected
by TAA02. It prints all the information an operator may need, such as peak height and the stan-
dard deviation used to determine the peak height. It also gives information necessary to deter-
mine the quality of the data, such as the precision of duplicates and the measurement accuracy of
check standards and spikes.

●

.
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Set varibles, input sample-wheel pattern,
and sample information.

oTAAIN RE
Input header information and create printout
of sample-wheel pattern, edit if required.

Edit if required.

t
4

0 TAASTART Check hardware, initialize data taking.
,

I, +
Real time Assembly — TAACAL

Racord data for banks, calibration standards;
data logging program solve equations’for concentration

[
i

Record data for samples.

Record and calculate
TAA — TAAQC OP data for quality

control standards

1

&

TAAO 1
Fill arrays, print preliminary results if
there are reagent blanks

IoTAAO 2 Subtract reagant blanks

c1TAAO 3 Print final results

FIG. 2. Overall progrsm flow.
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. Specials are three short programs available at the end of a run. They are only used occasionally.
— TAAPRINT is used to print the available results on the line printer if a run is interrupted due

to a computer failure or other occurrence that causes an abnormal ‘exit. It sets up
necessary variables and then starts up TAAO1 through TAA03. .

— TAAPEAK allows storage and semi-graphical display of all data taken for each peak. This is
especially useful for setting data rates and window widths. *

— TAAPFILE outputs to the line printer the raw data stored in files during a run. It is used only
for debugging purposes.

● Assembly Language (Real-’fXme) Code detects and records the actual raw data coming from the 4

calorimeter. It keeps track of the timing of the peaks, and also counts the peaks, and allows
corrections in
more details.

the peak timing to be made using the BASIC programs. See UCRL-52392 for

HARDWARE

Hardware consists of the computer, disks, tape, line printer, terminals, digitizer, and interfaces
necessary for the system. Only those pertinent to the TAA operator will be described.

TAA Interface is a box to which the calorimeters are connected, that filters, amplifies, and transmits the signal
to the computer, where it is received, attenuated, and filtered. The signal is then directed to an analog-to-
digital converter (A/D).

Analog-to-Digital Converter changes the calorimeter analog signal to a digital signal. The A/D is designed for
a 19 V full-scale output and has a resolution of 15 bits, or one part in 16,384. Since the output of the TAA is
only 5 V, only half this resolution is used. The remaining 5 V is used to provide zero offset (to record negative
drift) and to record off-scale samples.

Disks are high-speed, magnetic, digital systems that can reliably store data for six months or more. Aithough
the same disk is used by the TAA program for all data, some files are permanent and others are temporary.
The temporary files can be saved if necessary.

ENTERING DATA USING TAAIN AND TAAINRE

SCOPE

As described in the previous seetion, the operator must input data to the computer to construct the
sample-wheel pattern, assign values to variables, and supply other pertinent information. Although two
programs are used to input information, set up files, and get a line-printer copy of the sample-wheel pattern
for a run, the operator only interaets with one. TAAIN is the main program for inputs and file construction. It
chains to TAAINRE to input the wheel-pattern header information, edit, and print the”files. Since inputs and
outputs appear to be from the same program, these instructions are written as though they were a single
program.

The programs will ask for information in a fixed sequence, wait for operator input, and then
generate the wheel pattern. The output results are in a format suitable for the operator to use as a work sheet
to load the sample wheels and as a guide during the course of an AutoAnalyzer analysis run. The programs
will handle one to six constituents; however, a maximum of only three constituents at a time for a given group
of samples can be specified to be run by the existing TAA programs.

Figure 3 provides a ~hematic of the data-input sequencing that results from the various responses to
the’ computer prompts. The remaining text in this section and this schematic supplement each other.

.

.
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STARTING UP

Loggiog On

If the computer is up, terminal on, and the programs on disk file, press the ESC key of the terminal.
The computer will respond* with ACCOUNT-1 D. Type the user ID for the TAAIN program. No characters
will appear on the terminal when the ID characters are typed. Press the RETURN key. The ID to be used is
defined by your system manager, and depends on the analytes to be determined. The date, time, SIGN ON,

and the terminal number will appear on the terminal.

Running

The program can now be loaded into the computer from the magnetic disk by either of two com-

mands. For normal use, type RUN’TAAZN and press the RETURN key. This will cause the program to be
loaded and start running immediately. The program may also be loaded, but will not start, by typing
LOAD’’TAAZN and pressing the RETURN key. The LOAD command is used when one wishes to make
program changes, get a listing, or have the program in core without running; the program can then be started
by typing RUN and depressing the RETURN key.

When the program starts, it will dimension arrays, initialize variables and counters, and start the

dialogue. A run for a new group of samples maybe set up, an interrupted run restarted, or a continuation of
an earlier run may be made where the same constituents are to be determined. Computer prompts are ap-

propriately answered and always followed by a carriage return.

ENTERING DATA FOR A NEW RUN

Dkwusaion

A “new” run is defined as a run for which no previous data have been stored in the computer disk
files, as is the case when anew type of analysis is being set up. In well established laboratories, where the same
analyses are performed repeatedly using the same sample-wheel pattern, only the sample ID numbers and cer-
tain header information need to be changed. Describing a “new” run provides an opportunity to review most
of the variables, parameters, and computer prompts encountered when entering data. A complete list of the
prompts and responses is shown in Fig. 4.

-
*As prewously noted, computer prompts will appear in botdface and user responses will be in italics.

ACCOUNT-1 D:

93/92/79 9S:11 SIGN ON, 93
*Ru~’TAAIN

DO YOU WANT TO RUN PREVIOUSLY STORED SAMPLE ID NOS. ? N

WHEEL PATTERN NO. (1 TO 9) ~

IS THIS A RE-START OF AN INTERRUPTED RUN ? N
DO YOU WANT TO ENTER NEW DATA

FOR EACH CHANo, QC PAIT., STND. CONC., QC LIMITS

ANSWER AU, SOME, OR NONE (A,S,N) ? A
NUMBER OF SAMPLES PER HOUR ? 3P

NO, OF CONSTITUENTS 2

FIG. 4. Initial operator dialogue-use of G-optbn.
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CONSTITUENTS

7 S04

s
UNITS OF CONC

7 PPM

s

INPUT FOR S04

CONSTITUENT

? CL

UNITS OF CONC

7 PPM

INPUT FOR CL

QCP BLK

?2

PAlTERN OK? Y

S04 Csl

CL Cs 1

CHECK STDS OK Y

S04 SPK 1

CL SPK 1

SPIKES OK ? Y

●

CHAN LEV

71 ? LO

TYPE OF PEAK

BORN

?N

OK?Y

CHAN LEv

?2 ? HI

TYPE OF PEAK

BORN

7B

OK? Y

Cs

71

?5
? 29

?5
? 15

S04 DIFF IN DUPS 1

CL DIFF IN DUPS 2

.

DIFF FOR DUPS OK Y

PLACES BLK LIM

AFTER DEC. (CONC)

71 ?2

DATA RATE

1510 SO

? 6~

PLACES BLK LIM

AFTER DEC. (CONC)

71 73

SAMP

?5

ERR 1

ERR 2

MIN 4 MAX 6
MIN 14 MAX 16

DATA RATE

151060

? 15

SPK

71

AUOW NOISE

%FS

?2

DEGREE OF LSF

1T04

?2

AUOW NOISE

%FS

?2

DEGREE OF LSF

1T04

71

SAMP

75

DUP

71

FIG. 4. (cont.)
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TYPE OR GENERATE IDS (T OR G) ? G

ENTER ID’S AND DIL FOR THE SET

*
1 ST NO. LAST NO.

7 Ipl ? 129
? 121 ? 13f?
7131 7 14f?

?~

OIL

71
72
71

IDS AND OIL OK ? Y

TYPE ALL MISSING SAMPLE NUMBERS

NO. 1(J6

NO. 197

NO. 124

NO. 136

NO. 0

NUMBERS OK ? Y

ENTER ALL RBL NOS. AND THE FIRST AND LAST SAMPLE NO. ASSOCIATED

RBL NO. 1 ST SAMP LAST SAMP

7 lgs 7 Ifu ? 12fl
7125 7 1$?2 ? 139

? 135 7131 7149

?@

RBLS OK ? Y

NO. OF CALIB STDS i 4

ENTER CONC OF STDS

S04 S1 ?5 S2 ?If? S3 715 S4 729

CL SI ?lfl S2 729 S3 ?3p S4 7 5p

STDS OK ? Y

FIG. 4. (cont.)
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1

WRITING FILES

1 PATTERNS COMPLETED

2 PAITERNS COMPLETED

3 PATTERNS COMPLETED

67 FILES IN THIS SET UP

67 ID FILES IN USE

HEADER INFO ? Y

OPERATOR

INSTRUMENT CONDITIONS

STUDY OR GROUP TITLE

STANDARDS SOURCE

EDIT FILES ? N

PRINT FILES ? Y

EDIT FILES ? Y

RECORD NO. 44

CONST TYPE NO.

S04 RBL 126

? 125

CL RBL

125

? 12.5

FBS
OK
TEST 1
FADE DATA-DEMONSTRATION

DIL

2

?2

2

?2

CONC S1 S2

1 192 139

71 ? 121 7139

1 192 13a

71 ? 121 ? 139

RECORD NO. @

PRINT FILES ? Y

EDIT FILES ? N

ADDITIONS OR DELETIONS ? N

ANY OTHER CHANGES ? N

TAASTART 2898 (#5/24/77 13:29 8@9 DC

SET CALORIMETERS TO FULL SCALE, HIT RETURN

SET CALORIMETER TO NORMAL OR PROPER DAMPING, HIT RETURN

STOP AT 933(1
●

FIG. 4. (cont.)
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Prompts and Responses

The operator logs on by pressing the ESC key and supplying the appropriate ID. Note that the ac-
count ID must be typed in but does not appear on printout.

ACCOUNT-ID:

93/93/79 9S:11 SIGN ON, 93

The TAAIN program is then loaded and started by typing

RUN’ ’TAAIN
DO YOU WANT TO RUN PREVIOUSLY STORED SAMPLE ID NOS. ? N

(NOTE: All YES or NO queries can be answered Y or N. For this example of a new run the logical
response is NO since no previous data for the run have been stored.)

WHEEL PATTERN NO. (1 TO 9) 1

Wheel patterns were discussed in the Introduction to the System.

IS THIS A RESTART OF AN INTERRUPTED RUN ? N

For this example the response is NO. Restarting interrupted runs is discussed on page 48.

DO YOU WANT TO ENTER NEW DATA

FOR EACH CHAN., QC PATT., STND. CONC., QC LIMITS

ANSWER ALL SOME, OR NONE (A,S,N) ? A

A new run will require A LL new data to be entered, including sampIe-wheel-pattern data as well as
other (nonsample-wheel-pattern) data. Other data refers to sample rates, error limits, acceptable noise limits,
data rate, constituents to be analyzed for, and other necessary “permanent” information.

An examination of Fig. 3 shows the consequences of choosing the SOME or NONE options. The
SOME option, generally speaking, allows the operator to enter or change sample-wheel-pattern data for a
“normal” run. The NONE option is usually chosen when restarting an interrupted run, or when entering data
for a new batch of samples for a “continuing” run (see section on entering data for a continuing run, p. 21).

NUMBER OF SAMPLES PER HOUR ? 3P

The response to this prompt is a function of the automatic sampler rate, which is determined by in-
serting the appropriate cog wheel into the unit. The value entered is used by a program algorithm to calculate
the timing between peaks. The magnitude of the number depends on the complexity of the chemistry, reaction
rates, wash-out time, and other physical parameters of the analytical system. [This timing is important. Dur-
ing sample analysis, the computer must anticipate when the next peak is due. Reading data for samples de-
pends primarily on “constant” peak-to-peak timing—not on peak detection (see section on timing change,
p. 47). Blanks and very dilute samples may have undetectable peaks, but these data must be taken anyway.]

.

.
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TABLE 1. Abbreviationsused for the different constit-
uents runon Teehnicon AutoAnalyzers.

Abbreviation Mmnim

NH3
N03N02
NITRIFE
SULFATE
S02
TKN
CL
ORTHOP
TOTP
DEW
COD
S102
ArJc
HG
PH
PHENOL
MBAS
CN

Nitrite plus nitrite
Niie only
Sulfate from water samples
Bubbkm fmm air program
Total Kieldahl nitrogen
Chloride ion
Orthophosphate
Total phmphate
D~ phaphate
Chemical oxygen demand
silicate ion
Alkalinity
Mercury
pm hydrogen ion Conceatmtion
Pheno18
Methylene blue active substanca
-e

NO. OF CONSTITUENTS 2

This prompt requests the number of constituents (analytes) to be determined. In our example, S04
and Cl are the constituents, so 2 is the appropriate response.

Immediately after the operator supplies the above response the computer will print a two-line header
on the terminal. Below each item of the header a question mark (?) prompts input for each item. The header,
with prompts and responses, and a discussion of the responses is given below:

PLACES BLK LIM ALLOW NOISE

CONSTITUENT CHAN LEV AFTER DEC. (CONC) %FS

7 S04

●

●

●

●

●

●

?1 7 LO ?1 ?2 ?2

CONSTITUENT — input one of the “legal” constituents listed in Table 1. If the analyte is not in
the file, a message ANALYTE NOT IN FILE will be printed and a new header line will be printed
for a new input.
CHAN — enter the A/D channel number for th~ analyte. An error here cannot be detected, so
the operator must be certain that the calorimeter is plugged into the seleeted channel.
LEV —the expted concentration level or other appropriate data, such as ? LO or HZ. This in-
put is for information only and is not used in any way by the program.
PLACES AFTER DEC — enter the desired significant numbers (up to three) to appear to the
right of the decimal in the calculated result for the constituent.
BLK LIM (CONC) — enter the allowable limit for blank drift in units of concentration.
ALLOWNOME % F S — enter noise allowed for the peak as a percent of full-scale oft he recor-
der. Typical levels are 9.2 to 1%.

13



The computer will again print a two-line header for additional input information, and wait for inputs as
before. The items and inputs are

TYPE OF PEAK DATA RATE DEGREE OF LSF

UNITS OF CONC

? PPM
BORN 15 TO Ml 1T04

?N ? 6f? ?2

● UNITS OF CONC — enter the appropriate units, for example, PPM, for parts-per-million.
● TVPE OF PEAK (B OR N) — Broad or Narrow, depending on the peak slope and the data

for this analyte.
● DATA RATE (?5TO SO) — enter the data rate in points per minute across the peak top. Thirty-

five points are read” for each peak.
● DEGREE OF LSF (1TO 4) — enter the type of calculation for this analyte. One stands for linear,

2 quadratic, 3 cubic, and 4 interpolation.
When all the requested data have been entered, the following prompt is given:

INPUT FOR S04 OK ? Y

After checking the data, a YES response indicatks that correct input has been made for all items. If
an error is found on checking the data, a NO response will cause the input routine, starting at CONSTITUENT,

to be repeated and all the data must again be entered along with the corrected data.
The above process is repeated for the remaining analytes and is illustrated as follows:

PLACES BLK LI M ALLOW NOISE

CONSTITUENT CHAN LEV AFTER DEC. (CONC) %FS

? CL ?2 ? HI 71 ?3 ?2

TYPE OF PEAK DATA RATE DEGREE OF LSF

UNITS OF CONC BORN 15 T06(J 1T04

? PPM 7B ? 15 71

INPUT FOR CL OK ? Y

lf three constituents had been indicated for NO. OF CONSTITUENTS? the above procedure would be
repeated again for the third analyte.

The next prompt asks for input for the construction of the QC pattern. Its format is the same as
those shown previously:

QCP BLK Cs SAMP SPK

?2 71 ?5 ?1

SAMP DUP

?5 71

PAITERN OK 7 Y

14



●

a

● BLK—enter the number of blanks desired.
● CS-enter the number of check standards desired.
. SAMP-enter the number of samples for the first sample group.
. SPK—enter the number of samples to be spiked.
● SAM P-enter the number of samples in the second sample group.
. DUP-enter the number of duplicates to be run in each pattern.

A NO response to the confirmation prompt PATTERN OK? will require reentering all the QCP data.
A detailed discussion of the quality-control pattern was given in the Introduction. The responses

shown here describe the arrangement of the QC pattern for our example. It consists of two blanks, one check
standard, five samples plus one duplicate sample. The computer program always chooses the first samples of
the associated group for the spikes and duplicates. This is illustrated in the printout of the sample-wheel pat-
tern (Fig. 5).

S04 Csl ?5 ERR 1

CL Cs 1 ? 2$? ERR 2

CHECK STDS OK? Y

Data for the check standards is now entered for each of the analytes. The responses shown above
mean that for S04, check standard #1 has a made-up concentration of 5 ppm and that the value found is
allowed an ERRor of H ppm. For CL, check standard #1 has a made-up concentration of 2P ppm and its
found value can be in ERRor by +2 ppm. Additional check standards would require similar input data.

A confirming prompt is also issued.

S04 SPK1 ?5 MIN 4 MAX 6

CL SPK 1 ? 15 MIN 14 MAX 16

SPIKES OK ? Y

This prompt asks for the spike (SP K) concentration and the expected MINimum and MAXimum
recovery (in concentration units) for each of the spikes for each analyte.

S04 DIFF IN DUPS 1

CL DIFF IN DUPS 2

C)IFF FOR WPS OK? Y

The input required for this prompt is the allowable difference (in concentration units) between the
“original” sample and its duplicate for each analyte.

lYPE OR GENERATE IDS (T OR G) ? G

Sample IDs are entered with this prompt. In addition, dilution factors (although not obvious by the
prompt) are also specified. The prompt offers the operator two optional modes for entering these data, A T
response means the operator must ~pe each sample ID individually; a G response means the operator can
Generate a series of sample IDs by specifying the first and last ID in the series. The T response will be dis-
cussed later (see p, 21). The G response shown above produces the following prompt (operator responses are
also shown):
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FIG.5. Sample+vbeel-@ternprintout.
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ENTER ID’S AND DIL FOR THE SET

DI L

71

?2

71

1 ST NO. LAST NO.

? lfll ? 129
? 121 ? 13f?
7131 7 14fl

.

7P

IDS AND DIL OK ? Y

Three sets are shown in the above example. Up to 2$!sets maybe generated and all samples in each
set must have the same dilution factor. The dilution-faetor value is the reciprocal of the number entered under
DIL. Entering 1 means 1/1 of the original concentration or no dilution. A 2 would mean the sample has 1/2
the original concentration, and J@would be 1/19 of the original concentration, etc.

When a zero is entered for the ID (see above) it signals the computer that all information for IDs has
been completed. Control then passes to the next item:

TYPE ALL MISSING SAMPLE NUMBERS

NO. 1(J6

NO. 107

NO. 124

NO. 136

NO. 9

NUMBERS OK ? Y

The generate-mode of entering sample numbers has been provided to minimize operator time for this
task. If any sample IDs are missing for some reason (lost, spilled, or whatever) it is much easier for the
operator to specifi a series of numbers and then delete the numbers that are missing from that series. The
computer program, when constructing the sample-wheel pattern, can then automatically exclude the missing
IDs from the pattern. In the input example shown above, samples 196 and 197 are indicated as missing from
the lfJl to 129 series, sample 124 from the 121 to 139 series, and sample 136 from the 131 to 14P series. For the
result in the sample-wheel pattern see Fig. 5.

Again, a zero as the last entry signifies the end of input for the prompt.

ENTER ALL RBL NOS. AND THE FIRST AND LAST SAMPLE NO. ASSOCIATED

RBL NO. 1 ST SAMP LAST SAMP

7 Ifls ? I(U 7129

7125 7 lq2 7 13q

7135 7131 7 14q

?(J
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RBLS OK ? Y

In some analyte determinations, a blank of the reagents (RBL) will be significant and thus a correc-
tion for the reagent blank must be made to the final analytical result. This prompt is provided to allow this to
be done.

It must be kept in mind that, because RBLs are considered as samples when the QC pattern is being
constructed by the computer, all RBLs must be assigned sample numbers. It is in responding to this prompt
that the operator assigns a sample number to the RBL (under the heading RBL NO.). Examination of Fig. 5
reveals that RBL 195 (RECORD #17) has become the ftith sample in QC pattern #1. Under the next two
columns 1 ST SAMP and LAST SAMP are typed the first and last sample numbers in the series associated with
the reagent blank. These are the samples to which the correction maybe applied. Up to four blocks of samples
may be associated with one reagent blank.

NO. OF CALIB STD ? 4

ENTER CONC OF STDS

S04 51 75 52 ?Ifl 53 715 54 729

CL 51 719 52 72P 53 739 54 7 5P

STDS OK ? Y

Data for the calibration standards used in the calibrate pattern are now entered. Four standards will
be used. The concentrations of the standards for each analyte are typed after each ? prompt.

On completion of the above inputs, a group of messages appears on the terminal:

WRITING FILES

1 PATTER NS COMPLETED

2 PATTERNS COMPLETED

3 PATTERNS COMPLETED

67 FILES IN THIS SET UP

67 ID FILES IN USE

The first message informs the operator that the input data is being written into files.
The next three indicate that three QC patterns have been completed. The last QC pattern (see Fig. 5)

is not a complete pattern and therefore is not indicated as a completed pattern. The sample-wheel pattern con-
tains 67 records and all 67 will be processed.

(TAAIN chains to TAAINRE at this point. No indication of this is given.)

HEADER INFO ? Y

This prompt allows the operator to enter important information that will be printed on reports, In
addition, the time and date generated by the computer are recorded and will also appear on the reports.

19



An examination of the following prompts and responses explains the type of information required:

OPERATOR FBS
INSTRUMENT CONDITIONS OK
STUDY OR GROUP TITLE TEST 1
STANDARDS SWRCE FAKE DATA-DEMONSTRATION

Note: Commas are not allowed in header information.
The next prompts ask if the operator wishes to edit the sample-wheel pattern and whether a printout

of it is wanted.

EDIT FILES ? N

PRINT FILES ? Y

The EDIT response is NO because a printout has not yet been made; a YES response to PRINT

FILES provides a printout.
On examination of the samplewheel pattern (Fig. 5) an error is revealed in record number 44,

namely, that the first sample number associated with RBL 125 R is shown as 192 instead of 121. The operator
had made a mistake when entering the data in response to ENTER ALL RBL NOS. etc. (See section on p. 18).

EDIT FILES ? Y

RECORD NO. 44

The operator can now correct this error by responding YES to the EDIT prompt, and then supplying
the appropriate RECORD NO., which in this example is 44. Seven column headings are then displayed on the
terminal, followed by a line showing the analyte and solution type, along with the presently stored data for
that analyte. A third line is a series of question marks under each datum:

CONST TYPE NO. DIL CONC S1 S2

S04 RBL 12s 2 1 192 13a

? 125 ?2 71 7121 ? 139

CL RBL 125 2 1 102 139

7125 ?2 71 ? 121 ? 139

If the value above each question mark is valid, it is retyped; if not, the correct value is typed. This is
done for each analyte. (Note: The 1 under CONC indicates that there is only one series of samples associated
with this reagent blank. S1 and S2 refer to the first and last samples associated with the RBL.) When more
than one series of samples is associated with a given RBL, only thejirst set k accessible ustig the EDIT option.

After the correct data have been entered, the next prompt asks for the next record number to be
edited;

RECORD NO. ~

20
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If none, respond with a zero.

PRINT FILES ? Y

EDIT FILES ? N

.
The edited sample-wheel pattern is printed (see Fig. 5) and found to be correct. If incorrect, the

editing process can be repeated. A NO response to EDIT FILES 7 produces the following:

●

ADDITIONS OR DELETIONS ? N

A YES response allows addition or deletion of samples. See section on editing below for more
detailed treatment.

ANY OTHER CHANGES ? N

This is also covered in the section on editing (below) and refers to editing changes requiring correc-
tions to items not covered by TAAINRE.

This is the last of the prompts for entering data. The following terminal message now appears.

TAASTART 2W9 g6/24/77 13:29 ~ DC

This message informs the operator that all input data have been stored and that TAASTART has
been chained to begin analytical data taking. See section on calibration and analysis for operating details of
TAASTART.

Note on the use of the T option.
We considered above the use of the G (Generate) option for entering sample ID data (seep. 15). The

alternate option T (~pe) is used when entering sample ID data for each individual sample one at a time. This
mode is used most advantageously where a small number of samples that are known to require various dilu-

tion factors must be entered.
Figure 6 is a portion of the actual prompts and responses for another set of samples (no relationship

to the previous example) to illustrate the sequence of prompts after requesting the T option. It can be seen that
the sample ID data are not entered immediately, as with the G option, but only after the RBL and CALI B

STDS data have been typed, and after the WRITING FILES message.

In this example the QC pattern does not have any samples associated with spikes and only 5 samples
with 1 duplicate. When entering the sample IDs singly, each time a QCpattern is filled (5 samples in this case)
a computer message informs the operator of this fact. A comparison of Figs. 4 and 6 will make clear the dif-

S ference in the data-input sequence between the T and G options.

. ENTERING DATA FOR A CONTINUING RUN

OR A NORMAL RUN

Continuing Run

A continuing run assumes that data for a new run have been entered as previously described. Only
the additional sample IDs for the same batch of samples need be entered. When the prompt DO YOU WANT
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QCP BLK

?2

PAlTERN OK? Y

Cs SAMP SPK

71 ?P ?P

SAMP DUP

75 ?1

S04 Csl ?5 ERR 1

CL Cs 1 ? 2@ ERR 2

CHECK STDS OK Y

S04 DIFF IN DUPS 1

CL DIFF IN DUPS 2

DIFF FOR DUPS OK Y

TYPE OR GENERATE IDS (T OR G) ? T

ENTER ALL RBL NOS. AND THE FIRST AND LAST SAMPLE NO. ASSOCIATED

RBL NO. 1 ST SAMP LAST SAMP

? lfJ5 ? lfll 7112

TV

RBLS OK 7 Y

NO. OF CALIB STDS ? 4

ENTER CONC OF STDS

S04 S1 75 S2 ?lq S3 715 S4 ? 2q

CL S1 ?ql S2 ?2fl S3 ?3$? S4 7 5P

STDS OK 7 Y

FIG. 6. Operator dialogue for QC pattern-uee of T-option.
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WRITING FILES

ID 1~1 DIL 1
ID 192 DIL lfl
ID 1$?3 DIL 1

ID I* DIL 5

ID 195 DIL 1

1 PAlTERNS COMPLETED

ID l@ DIL #f?

ID 199 DIL 1P

ID llf DIL 1
ID 111 DIL 5

ID 112 DIL 1

2 PATTERNS COMPLETED

ID 9 32 FILES IN THIS SET UP

32 ID FILES IN USE

HEADER INFO ? Y

OPERATOR FBS
lNSTRUMENf CONDITIONS OK

STUDY OR GROUP TITLE TEST2

. STANDARDS SOURCE FAKE
EDIT FILES ? A’

PRINT FILES 7 Y

EDIT FILES ? N

ADDITIONS OR DELETIONS ? N

ANY OTHER CHANGES ? N

TAASTART 2S9S 06/24/77 13:29 S90 DC

FIG. 6. (coat)
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TO ENTER NEW DATA... appears on the terminal, the proper resonse is NONE because no new data (other
than the sample IDs) are required. Figure 7 shows the prompts and responses for this type of run and Fig. 8
shows the resulting sample-wheel pat tern.

“RUN’’TAAIN
DO YOU WANT TO RUN PREVIOUSLY STORED SAMPLE ID NOS. ? N

WHEEL PAITERN NO. (1 TO 9) 2

IS THIS A RE-START OF AN INTERRUPTED RUN 7 N

DO YOU WANT TO ENTER NEW DATA

FOR EACH CHAN., QC PATT., STND. CON C., QC LIMITS

ANSWER ALlw SOME, OR NONE (A,S,N) ? N
RUN NUMBER 2

67 ID FILES IN LAST RUN

TYPE OR GENERATE IDS (T OR G) ? G

ENTER ID’S AND DIL FOR THE SET

1 ST NO. IAST NO.

?2pf4 ? 219

7229 ? 229

7 23P ? 249

79

DIL

71

7 lfl

?5

IDS AND DIL OK ? Y

TYPE ALL MISSING SAMPLE NUMBERS

NO. 29S

NO. @

NUMBERS OK ? Y

ENTER ALL RBL NOS. AND THE FIRST AND LAST SAMPLE NO. ASSOCIATED

RBL NO. 1ST SAMP LAST SAMP

79

RBLS OK ? Y

FIG. 7. Operator dialogwe when using stored data.
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S04 CL

1 PATTERNS COMPLETED

2 PATTERNS COMPLETED

3 PATTERNS COMPLETED.
4 PATTERNS COMPLETED

5 PATTERNS COMPLETED

●
86 FILES IN THIS SET UP

3s5 ID FILES IN USE

HEADER INFO ? N

EDIT FILES 7 N

PRINT FILES ? Y

EDIT FILES ? N

ADDITIONS OR DELETIONS ? N

ANY OTHER CHANGES ? ~

TAASTART 2809 05/24/77 13:29899 DC

STOP AT @019
●

FIG. 7. (amt.)

Normal Run

In an established laboratory it can normally be expected that different sample batches will require
some new data (other than sample IDs) to be entered. For example, the range of the calibration standards may
need to be changed, or the use of spiked samples may be required. For entering new data such as these, the
proper response to the prompt DO YOU WANT TO ENTER NEW DATA.,. is SOME. This option allows
changes to be made in several parameters. Figure 9 shows the prompts and responses for the same sample IDs
as the previous cent inuing run examples. Here, however, the operator required a change in the check stan-
dards concentrations. Some other parameters could have been altered if desired. Figure l? shows the resulting
sample-wheel pattern with the new check standard concentration.

EDITING

The EDIT OptiorI

The prompt:

4 EDIT FILES ? Y

● with a YES response as shown above, allows the operator t o change numbers that have already been entered.
This EDIT feature allows ody &ta that are associated with a RECORD number to be changed. All record num-
bers, wheel numbers, positions, solution IDs, solution types, and dilution factors are stored in a temporary file
called TAAID. (All other information, such as reader information, data rates, peak width, etc., are stored in a
permanent file called TAAINF.) Editing can be done either before or after printing the sample-wheel pattern;
the usual practice, however, is to edit after examining the printout.
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43U
535
356
43?
336
539
540
541
542
343
544
345
546
547
348
349
550
351
552
3s3
554
555
556
357
356
559
360
5bl
352
S63
364
365
5bb
S67
S68
S69
570
371
372
5?3

,374
575
576
517
378
379
380
391
502
583
584
$8s

Cs 1
2?1
222
r?23
2d4
2d5

221
226
227
226
229
230

ti?b

TVPE

Skt’w
amp
sknP
aAdP
amw
DUP
BLK
f5LK
Cs
S4MP
.9kMP
SAW
SAhlP
Sht.vp
aPK
SAWP
sh14P
sAnp
SAMP
SAMP
OUP
fILK
BLK
Cs
SAMP
SAW
SA!4P
sAdP
9414P
SPK
SAMP
SAMP
SAMIJ
S4W
SAMP
IIUP
BLK
dLK
Cs
akMP
SAWP
SAW
s&)4P
!J4t.vP
SPK
S4W
Sk?w
SAMP
SAMP
I)UP
13LK
aLK

L)IL

1
1(I
1

10
10
lU
10
10
10
10
10
10
10
5
10

5
5s

5
5
5
5
5

:
5
5

5
5
5
5
5
5
5
5
5
5
5

CONCENTRATIl)lw8
Soa CL

5.00 20.00

S.oo lb.ufl

5.00

5.00

5.00

20.00

15.U(J

20.00

5.00 15*OU

FIG.8.(Continued)

.
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●RUN’ ’TAAIN
DO YOU WANT TO RUN PREVIOUSLY STORED SAMPLE ID NOS. ? N

WHEEL PATTERN NO. (1 TO 9) 4

IS THIS A RE-START OF AN INTERRUPTED RUN 7 N

DO YOU WANT TO ENTER NEW DATA

FOR EACH CHAN., QC PAIT., STND. CON C., QC LIMITS

ANSWER ALL, SOME, OR NONE (A,S,N) ? S

WHICH VARIABLES DO YOU WANT TO CHANGE (Y OR N) ?

QCP Cs SPK

7N 7Y ?N

NUMBER OF SAMPLES PER HOUR 739

RUN NUMBER 3

85 1D F{LES IN LAST RUN

S04 Csl ? 39 ERR .3

CL C81 ? 35 ERR 1

CHECK STDS OK Y

TYPE OR GENERATE IDS (T OR G) ? G

ENTER ID’S AND OIL FOR THE SET

1ST NO. LAST NO.

? 2# 7219

7229 7229

? 23P ? 249

?0

ID’S AND DIL OK ? Y

TYPE ALL MISSING SAMPLE NUMBERS

STDS

7N

NO. -9

NO. ti

NUMBERS OK ? Y

FIG. 9. Operator dial- when wdql some new data.
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ENTER ALL RBL NOS. AND THE FIRST AND LAST SAMPLE NO. ASSOCIATED

i
RBL NO. 1ST SAMP LAST SAMP

?P

.

RBLS OK ? Y

i

*

S04 CL

1 PAITERNS COMPLETED

2 PATTERNS COMPLETED

3 PATTERNS COMPLETED

4 PAITERNS COMPLETED

5 PATTERNS COMPLETED

85 FILES IN THIS SET UP

385 ID FILES IN USE

HEADER INFO ? ~

EDIT FILES ? ~

PRINT FILES ? Y

EDIT FILES 7 ~

ADDITIONS OR DELETIONS ? ~

ANY OTHER CHANGES ? N

TAASTART 2S09 ~/24/77 13:2@ ~ DC

STOP AT 0070
●

4

I

FIG. 9. (amt.)

1 Previously, on p. 20, a detailed example of editing was given, illustrating how to change the series of
samples associated with RBLs. The format of the prompt headings:

CONST TYPE NO. DIL CONC S1 S2

e is a generalized one that is used for making changes for all of the different types of solutions in the sample
wheel. Some of the headings may have different meanings, depending on the solution type. Also, the value un-
der a heading may or may not have significance with reference to a particular solution. For example, CONC

. has no significance in reference to a SAMPLE type solution, but it does for any type of standard or spike.
When a heading has no significance, a zero appears under it.

The headings S1 and S2 are generalized headings. When editing for RBL changes, S1 and S2 refer to
the beginning and ending sample numbers associated with the RBL. Also, for RBLs, a value appearing under
the CONC heading refers to how many series of samples are associated with the RBL and has no reference to
concentration!
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fi.-iEEL PATTEU* .40. 4 TI*E: *:58

JIJERAT04: FBS I!49T*u*ENT:

Lif&%vfi*!)s Suudcrk: F*KE IIUSTMMENT CONllIlIO&3:

DATE b / 26 I 19R0

TtCHNICON 4UTOfiN4LYZER

OK

oiJF

l)Ei4GNsTRATI[J@l

Sb 4P SPK &h%P
5 1 5 1

APWOJ(.
LcVEL
LO
HI

ELAM
oliI*T

i?
3

0Ar4 RATE PEbK
UNITS Pl!3/41iw WIOTh
Ppw 30

.,N
PPM 3’3 H

PLACES ALLiJN4BLE
PAST OEC NOISE, xFS

1 !?
1 2

. .. .

TYPE

SE t
Srir
SET
hLK
BLK
sTll
STU
STO
STIJ
$LU
tiLK
Cs
SAHP 1
S&we 1
S4VP 1
SAFIP 1
&iAFiP 1
SPA 1
8A*P $
S4hp
g4h!p :
sbFiP 1
.9ANP
fJUP :
!ILK
B1.h
Cs
5AMP .1
!+4t.!k I
skMP 1
S4VP 1

FIG. 10.

OIL

901
9UI?
+03
*oa

5.(J(J
10.00
1s.00
20.00

10.00
20.00
30.06
50.00

30.(1(1 3s.00

5.00 15.00

35.(JO

Sample-wheel-pattern printout resulting from run shown in Fig. 9.
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For spike (SPK) solutions, S1 refers to the R ECORD NO. for the appropriate sample number under
NO.; S2 refers to the consecutive number of the spike in the QC pattern.

The second line of the prompt shows the constituent and the sample type followed by the values for
each parameter heading presently stored. The third line of the prompt is a series of question marks. If the
presently stored value is valid it is retyped; if not, a new value is entered. Some editing examples follow:

● Changing a sample dilution factor.

PRINT FILES ? Y

EDIT FILES ? Y

RECORD NO. 636

CONST TYPE NO. DIL CONC S1

S04 SAMPLE 12@ .1 a a

7 12fJ ? 1P 79 ?P

CL SAMPLE 129 1 9 a

? 12fl 7 1P ?p ?9

Comment: Notice that the edited change has to be made for all analytes being run.
● Changing the sample to be duplicated.

RECORD NO. 639

CONST TYPE NO. DIL CONC S1 S2

S04 DUP 11s 1 a 634 a

? 12fl ? If? ?9 ? 636 ?~

CL DUP , 11s 1 9 624 9
? 129 ? 19 ?? 7636 79

Comment: The sample ID to be duplicated is being changed from 118 (RECORD NO. 634) to 129
(RECORD NO. 636). Both the sample ID and the RECORD NO. must be changed. Note also that the
DILution factor has also been changed to agree with the dilution change made above for RECORD NO. 636.

● Changing the concentration of a check standard (or calibration standard).

RECORD NO. 627

CONST TYPE

S04 Cs

CL Cs

NO.

1

71

1

71

DIL CONC S1

1 5 9
71 7 lfl 79

1 29 9
71 ? 25 ??

9

?0
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Commenti Check Standard No. 1 requires no change in DILution factor, but the Concentration
for both analytes has been changed.

. Changing the sample to be spiked.

RECORD NO. 618.

CONST TYPE NO. DfL CONC S1 S2
.

S04 SPK 101 1 5 613 1

? lfu 71 ?5 7616 71

CL SPK 101 t 15 613 1

? 1* 71 ? Is ? 616 71

Commenti The sample ID to be spiked is being changed from lJ?l (RECORD NO. 613) to lfkl
(RECORD NO. 616). No change in DILution factor “isrequired nor is a change in spike Concentration be-
ing made. The value 1 under heading S2 means that this is the first spiked sample in the QCP. Had this been
the second spiked sample, a 2 would have appeared under s2. Special care must be taken when making editing
changes for spikes and duplicates to see that all common parameters agree with those of the sample being
spiked or duplicated.

● Terminating the EDIT function.

RECORD NO. f?

Comment: Typing a zero after the prompt terminates editing.

PRINT FILES ? Y

EDIT FILES 7 N

ADDITIONS OR DELETIONS ? N

ANY OTHER CHANGES ? N

TAASTART 2898 (#6/24/77 13:20 8# DC

. Figures 1la and 1lb are partialprintoutsof a sampl+wh~l pattern, which allow a before and af-

ter comparison to be made of all the editing changes just illustrated above.

Additkms and Deletions

Additional samples can be added to the samplewheel pattern, and samples can be deleted from
those already in the pattern. A Yes response allows the operator to add samples, delete samples, or to do both.

. A No response indicates neither will be done.
Additions are always requested first and, if any, are always added to the last QC pattern of the

sample-wheel pattern.

ADDITIONS OR DELETIONS ? Y

ADDITIONS, 9 TO END

ID 141 DIL 1
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********** SAMPLE

$+LLL PaTTENN NO. 3 TIMEI 3:7

]JE~4’r(jR~ FflS ]NslttlJMEl~Tx

S14W4WOS SOURCE: FAKE Ifw3TRuw.EtwT COiuDITIONi9:

5fIJDY GAOUP OR TITLE dEMOiwSTRATIC)ii

JCP IM.K Cs

i! 1
SAMP

5

S4’4PLES PER HUIJlt: 30

&/r) APPROX ,
CHANNEL Mo .

s.j4 1
CL

dEcORO

601
60?
60S
504
605
006
507
aou
b09
610
611
512
513
514
*15
b16
517
015
519
b20
5.21
52’2
b?3
624
625
+i?b

i?

P(JS

11
12
1 .5
lo
15
!6
17
18
19
1 10
1 11
i lZ
i 13
1 14
i 1s
1 16
1 17
1 It!
1 19
1 .?U
1 +?1
1 %2
1 ?s
i ?4
1 U
1 26

S1
Si?
S3
54

Cs 1
101
102
1U3
104

105 ~
1 iJb

108
!(,9
110
111
112

106

LEVEL
LO
HI

TYPE

SET
SET
SET
BLK
BLK
STD
STO
STI)
STII
BLU
OL K
Cs
SAW
s4Mp

Elhlw

SAPP
RdL
SW(
shwP
Shllp
SAUP
SAW
S4MP
OIJP
IILK
BLK

EiPK sAi4P
1 5

WHEEL PATTERN **********

iJbTE 6 / ?b / lq80

TECHNICON AUT04W4LY2ER

OK

OUP
1

dLbtwK
OUIFT UNITS

2 pph!

3 PPt4

ci)NCENTRATIOtJS

OIL S04 CL

S*OO
10.00
15.00
20.00

1
1 A$SOC NOS.
1 5.00
1
1
1
1
1
1

rJAT4 RATE PEAK
Prs/mzN l?IA.)TM

30 N
35 a

10.00
20.00
30.00
50.00

35.00

101 TO lt?o
15.00

PLACES ALLOWA6Lk
PAST DEC NOISE, %FS

1 2
1 z

FIG.lla. Printoat ofsampl-wheel-pattern before editing.
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627
$.36
529
530
631
33.?
b33
63U
635

,b3b
537
658
b39
5U0
541
542
5a3
b14a
bos
646
bU7
540
6119

w 550
U 551

652
6S3
654
655
b5b
557
55s
659
6b0
661
662
5b3
664
b65
666
6b7

NWV3ER

Cs 1
113
114
115
116
117

113
118
119
120
121
12i?

120

Cs 1
li?3

125 R
126
127
128

1?3
1Z9
130
i31
132
133

129

Cs 1
134

135 R
157 ‘
i 38
139

154
140

140

TYPE

Cs
S4MP
shMP
siwP
SAW
SAMP
SPK
SAMP
SAW
Shw
S4MP
8AMP
OUP
BLK
13LK
Cs
SAMP
RBL
SAMP
SAMP
SAW
SPK
SAMP
SAW

SAMP
SAW
SAMP
glJP
el.1(
!3Lli
Cs
sbMP
RBL
sdMP
SAMP
sAMP
SPK
SAr4P
OUP
LJLK
IILK

OIL

1
1
1
1
1
1
1
1
10
2
2
10

t?
.?
2
i?
1?
2
2
ii
1

“1
1
i?

cLWcElvTRATIUtJS

S04 Ci.

10.00 25.00

5.00 15.00

30.00 35.OU

ASSOC NOS. 1!?1 TO 130

5.00 15.00

30.00 35.00
1
1 ASSOC NOS. lZ1 TO 140
1
1
1
1 5.00 ls.oll
1.
1

FIG.lla. (Continued)
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i D 142 DIL Iv

ID9

The prompt asks for sample IDs and DILution factors. It also reminds the operator that 9 (zero) ter-
minates the addition of samples. After termination, the next prompt asks for deletions.

DELETIONS, (Z TO END

RECORD NO. 639

WANT TO DELETE SAMPLE NO. 11S ? Y

When deleting a sample, two prompts must be answered: first the record number, and then a confir-
mation using the sample number. This double check is done to minimize the accidental deletion of the wrong
sample. Once deleted, the sample can no longer be replaced into the same location in the pattern-because, as
pointed out above, added samples always go into the last QC pattern.

Only samples may be deleted. It does not matter whether the sample appears later in the pattern as a
duplicate or a spiked sample. A duplicate by itself, or a spiked sample by itself, cannot be deleted. Attempts to
delete any solution other than a SAMPLE will prompt an error message as in the following example

RECORD NO. 627

BAD RECORD NO., NOT A SAMPLE

RECORD NO. @

In the above, RECORD No. 627 was a check standard.
When the next request for a record number appears, a record number corresponding to a sample can

be typed, or a zero indicating the deletions are complete. A new sample-wheel pattern can now be generated
and printed.

Other Changes

Thus far, editing has been performed only on sample-wheel-pattern data (TAAID file). To make
other changes, accessing the permanent file TAAINF will be necessary. If Yes is the response to the promp~

ANY OTHER CHANGES 7 Y

a restart is automatically made and TAAIN is chained in. This means that the operator must reply NO to the
prompts DO YOU WANT TO RUN PREVIOUSLY STORED SAMPLE ID NOS.? and IS THIS A RESTART OF

AN INTERRUPTED RUN?. It will also be necessary to respond ALL to the prompt DO YOU WANT TO ENTER

NEW DATA .... The ALL response will allow the operator to increase the number of spikes and check stan-
dards (and their concentrations) in the QC pattern, and the number of calibration standards and their concen-
trations in the calibrate pattern. However, to decrease the number of spikes and/or check standards in the QC
pattern, the SOME option may be used. In either case, all of the data called for by the respective prompts will
,have to be reentered, including all sample ID data.

If, when using the SOME option, an operator attempts to increase the number of check standards or
spikes to a higher value than that already storedi error messages will appear on the terminal, for example,

NOT ENOUGH SPIKES IN FILE or NOT ENOUGH CHECK STDS IN FILE.
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If this occurs, the operator will have to limit the run to the number of spikes and check standards in tile or
make changes using one of the options described above.

LINE PRINTER OUTPUT
*

The line printer is an important output device in the system. Since many operators may require use
of the printer at the same time, it is possible for conflicts to occur. If they do, the following message will

9 appear:

LINEPRINTER IN USE, WILL RETRY EVERY la SECS. FOR 2 MINS,

If after two minutes there is still no response, this message appears:

UNEPRINTER STILL IN USE AFTER 2 MIN., TYPE .CON TO KEEP TRYING STOP AT 3969.

Either you are very unlucky or there is something wrong with the computer. It is a good idea to con-
tact your computer coordinator at this point.

CON

With luck, it will print now.

CALIBRATION AND ANALYSIS

SCOPE

Once all input data have been entered and the sample wheel(s) loaded with solutions in conformance
with the sample-wheel pattern, a series of programs is used to initialize and calibrate the system, and to
analyze samples. The programs are TAASTART, TAACAL, TAA, and TAAQCOP.

TAASTART is a short, simple program to confirm that the calorimeter output signal has the appropriate
zero- to full-scale range, and to establish the timing that correlates a peak to the appropriate wheel-pattern
location. It initiates a real-time assembly-language program to detect the peak heights of the set standards in
the calibrate pattern.

TAACAL reads the peak heights for the calibration standards and the blanks on either side. It calculates the
* coefficients of the polynomial equations used in sample analysis to convert peak heights to concentration.

TAA reads the peak heights for all the solutions in the QC Pattern. This includes check standards, samples,

* reagent blanks, spiked samples, duplicates, and blanks. It provides on-line results for samples.

TAAQCOP provides QC warnings and on-line results for all solutions except samples.

For more detailed information refer to Volume 2, Notes to Coor&nator..., and Volume 4, Detailed
Description..., Parts 3, 4, and 5, of this report (UCRL-52532).
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initialization (TAASTART)

There are two ways to arrive at the program TAASTART. Normally, after setting up the sample-
wheel pattern using the programs TAAIN/TAAINRE, TAASTART will run automatically. Alternatively, if
a previously stored set of samples is to be run, the operator can type the command RUN T.4ASTA RT. This
alternative method must be used with caution, however, because the sample-wheel pattern that will be
processed will be the last one that was referenced under the ACCOUNT-ID used when last logging on.
Perhaps the safest method is to run TAAIN, specify the sample-wheel number, and appropriately answer the
few remaining questions<

Full-scale and Baseliie Check

When TAASTART begins, two prompts are issued:

SET COLORtMETERS TO FULL SCALE, HIT RETURN

SET CALORIMETERS TO NORMAL OR PROPER DAMPING, HIT RETURN

*

b

All calorimeters being used must be adjusted, as directed, before hitting RETURN by using the ad-
justment knobs on the calorimeters.

The full-scale and baseline settings are recorded, allowing the computer input to be correlated with
the recorder or digital printer (if used). It also tests the entire data-taking system and insures that it is working
properly.

There are two possible error conditions. The first is due to inadequate range and give the following
type of message applying to whichever calorimeter needs attention:

DIFFERENCE BETWEEN F.S. AND NORMAL OF CHANNEL G, CL, READS LOW, .813621% F.S.

SHOULD READ 1(W% + OR - 19%, CHECK THAT INTERFACE IS ON, CALORIMETER CONNECTED AND

TURNED ON

If nothing obvious is wrong, check with the computer coordinator. The program will again issue the
prompts to set the calorimeter to full-scale. The second error condition gives a prompt as in this example:

NOT ENOUGH 9

READS 212 A/D

OFFSET ON CHANNEL 7

COUNTS, SHOULD BE AT LEAST 490

This indicates the minor hardware problem that can easily be adjusted by the computer coordinator.
It is important that there be sufficient zero offset so negative drift in baselines can be measured. The offset is
usually set at 8~ A/D counts.

Threshold Settings

The three set standards, especially the first, are critical to the automation procedure. The first set-

standard peak establishes time delay to the peaks from sampling the first wheel location. A peak-threshold
3

value is used to locate unequivocally the top of the set-standard peaks. This threshold value is used to signal
that the peak is forming as it is increasing in height and that it is ending as it is decreasing in height. It is im-
portant that this value be chosen so that the first peak will always pass through the threshold value in both

9

directions. In general, but not always, the set standards are chosen so that they produce a peak of one-half
full-scale. A good threshold for this size peak is above ~% full-scale CAASTART has been programmed for
39% for all analytes.) This is operator-variable, however, as can be seen by the next prompt:
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THRESHOLD ON SET STND. OTHER THAN 39%7 Y

If answered YES then prompts ask for threshold values for each analyte, as for example:

THRESHOLD FOR S04 ? ~~

THRESHOLD FOR CL? 25.

The YES response is necessary in many cases, for example, each analyte may require a different threshold
value. When set standards produce higher or lower peaks, then higher or lower absolute thresholds will be
needed. However, if chemistries are being run where there is very little separation between peaks, then
relatively higher thresholds will have to be specified, that is, threshold values that are relatively closer to the
expected height of the peaks. It is up to the operator to set threshold values that will insure detection of the
first set-standard peak.

After appropriate threshold values have been specified, the following prompt appears: HIT RETURN

WHEN READY TO RUN.

The pump is pumping, baseline looks good, and the three set standards are in position. When the
RETURN key on the terminal is hit, PEAK SEARCH BEGUN k displayed. If any other message appears, there
is a problem associated with the data entered in TAA IN, such as channel number, number of channels re-
quested, number of samples per hour, or the number of data points per minute.

Error Messages

An error message with the following format could appea~ ERROR NUMBER Tn AT 41 (l where n is a
number from ~ to 6, Table 2 shows a list of the different error codes and what they mean.

Example for error code T2:
The error code T2 might appear if the taking of data is so slow that all 35 data points are not

recorded before the next peak comes along. As an example, the sampler is set at 4P samples per hour, which is
V seconds per sample. If the data rate were set at 2$3points per minute, then in 99 seconds only 3? points
would have been taken, and the program expects to take 35 points per sample. The data rate can be increased
as described on p. 12.

At this point the program is looking for the first set standard in order to establish the peak-to-
sample-wheel location correlation. A 1~-2fLsecond pause will be noted, and then headers are displayed for up
to three analytes such as:

S04 CL

This pause is caused by program TAACAL being brought in from the disk. It does not interfere with the peak
detection.

CALIBRATION

set standards

It is very important that the first set standard go above and then drop below 39% (or other specified
value) of full-scale. Set standards should normally be chosen to give readings of 5~ of full-scale so it is im-
portant to adjust the STD CAL knob on the calorimeter during the early part of the first peak to achieve this
reading.
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TABLE2. List of errorcodes.

Code Meaning

Tfl Floating point conversion error. 8omething has gone
bad with the hardware. Call the computer coordina-
tor immedkdy.

T1 Floating pornt conversion error. 8ee T$.
T2 Data-takin rate too slow for the number of samples

perhour. &eexamplefollowingthis liat.
T3 Attempted to modify the tinimg on someone else’s

channel. This is highly unlikely. Inform your com-
puter coordinator.

T4 &: many channels requested by all users. Presently
maximum is 18.

T5 Too many channels requested by one user. presently
the rrraxirmrmis 6.

T6 The number of data points rwcessary to insure that

fied program T-AR?. Call your computer
a peak was located is too eat. 8omeone has rnodi-

coordinator.

After the first set standard on all channels has been found, the following appears:

111 SET STND 1 47.39 47.38%

The first number is the record number in the file, the second is the wheel number (sample wheel), and the third
is the position in the wheel (1 to ~). Next is the label, followed by a percent of full-scale for each peak. (For
TAAO1, absorbance values appear.) This may not match your recorder exactly, but should be close. The
peaks of the two remaining set standards are also read.

212 SET STND 2 4s.13% 4s.63%

313 SEf STND 3 4s.21 % 4s.4s%

TIMING ERROR, SECS. 929 -al .7

4

The timing-error message is not an error condition, but is printed at all times after the third set-
standard peak has been read. This is the timing difference, in seconds, between the measured value from the
second to third peaks and the calculated values from the response to the question NUMBER OF SAMPLES

PER HOUR 7. If this number exceeds +19 seconds you probably are in trouble. If it is likely that you might
have entered the wrong value when asked NUMBER OF SAMPLES PER HOUR ? hit ESC and the question DO

YOU WANT TO STOP DATA TAKING ? should be answered Y. You will then have to type RUN’’ TAAZN, and
answer the questions that follow with a changed NUMBER OF SAMPLES PER HOUR. The computer-terminal

I dialogue to ‘make the change is as follows:
I

RUN” TAAIN
I DO YOU WANT TO RUN PREVIOUSLY STORED SAMPLE ID NOS. ? N
!

WHEEL PAlTERN NO. (1 TO 9) 4I
IS THIS A RE-START OF AN INTERRUPTED RUN ? Y

,

i
DO YOU WANT TO ENTER NEW DATA

FOR EACH CHAN., QC PATT., STND. CONC., QC LIMITS
/
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ANSWER ALL, SOME, OR NONE (A,S,N) ? S

WHICH VARIABLES DO YOU WANT TO CHANGE (Y OR N) 7

QCP Cs SPK

● ?N 7N ?N

STDS

?N

DUP DIFF

?N

NUMBER OF SAMPLES PER HOUR ? ~
s

RUN NUMBER 5

S5 ID FILES IN LAST RUN

FIRST RECORD NO. ~1

IAST RECORD NO. 985

S04

CL

1 PATTERNS COMPLETED

2 PATTERNS COMPLETED

3 PATTERNS COMPLETED

4 PATTERNS COMPLETED

5 PATTERNS COMPLETED

85 FILES IN THIS SET UP

9s5 ID FILES IN USE

HEADER INFO ? N

EDIT FILES ? N ‘

PRINT FILES ? Y

EDIT FILES ? N

ADDITIONS OR DELETIONS ? N

ANY OTHER CHANGES ? ~

TAASTART 2809 95/24/77 13:29 S90 DC

The sample-wheel pattern that prints out should be identical to the previous one. The run should
then proceed normally.

Blanks

After the three set standards, two blanks are run to establish the baseline.

414 BLANK 1 (1.13% (J.S2%

515 BLANK 2 a.owb 0.71%

The computer will store the smaller of the two blanks to use for correcting subsequent readings.

Calibration Standards

●
The peak heights for the calibration standards are determined next. An example of the terminal out-

put for the first calibration standard is shown below:

● 616 CAL STND 1 67.77% 71.56%

The displayed percentage of full-scale for each analyte has been corrected for baseline and should agree fairly
closely with the recorder signal. Occasionally the warning

CAL STND NO. n ON y CHANNEL IS NOISY HIT ESC TO RESTART
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is displayed, where n is the standard number and y is the name of the analyte. Look at the recorder trace of

this peak. If it is obviously bad or the computer reading and the recorder reading differ significantly, you
should stop the run, or there will be an error in all concentration calculations. Hit the ESC key, answer DO
YOU WANT TO STOP THE DATA TAKING ? with a Y, reset the sample wheel to position number 1, fix the
noise, and then type R UN’’TAA START. Make sure all peaks are out before restarting. If there is no significant
difference between the computed peak height and the recorded, leave it alone and after the run, check the stan-

dard deviation on the higher peaks as listed on the Final Operator Report to see if your allowable noise
criterion is too stringent.

A second pair of blanks is run after the calibration standards, which is used to measure baseline drift,
if any, during the run so far. A linear extrapolation is made between the lowest of these two blanks and the
previous blanks and the extrapolated baseline subtracted from the calibration standards.

The concentration oft he last blank of each set of blanks is calculated and compared to the previous
set. If it exceeds the operator-selected difference, a buzzer sounds and the following message appears:

BA6ELINE DRIFT EXCEED8 ALLOWED ON S04 CHANNEL

DRIFT = 9.03, AUOWED = 9.t159

This message is given before the following message, which is always given for each set of blanks:

BLANK CONC., CL NOW = 9 PREV = ~

BLANK CONC., S04 NOW = -2 PREV = -2

CAUTION!
DO NOT CHANGE THE ZERO CONTROL on the calorimeter during an automated run.

This will defeat the automatic correction features and give erroneous results.

After the second set of blanks has been run, the terminal displays the equations used to calculate
concentration; for example,

CUBIC SOLUTION FOR S04

c = -8.38E-91 +3.93 E+92*A/D-l .S8E+92*A/D?2+l .97 E+(#2*A/Dt3

COEFF. OF DETN. + .998748

QUADRATIC SOLUTION FOR CL

c = +9.23E-91 + 1.93E+92*A/D+6.85E+92* A/DT2

COEFF. OF DETN. + .88963

The main program, TAA, is chained at this point. Its first function is to calculate the concentrations
of the calibration standards as though they were samples.

S04 CL

8 CAL STND 1 6 6 4 5

7 CAL STND 2 9 la 9 la

8 CAL STN D 3 19 2U 19 2g

9 CAL STND 4 S6 5(J 51 50

19 CAL STND 6 100 190 199 lW
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The first number under each analyte is the calculated concentration, and the second number is the
known concentration. In conjunction with the coefficient of determination, these numbers give an indication
of how well the curve fits the standards. In the case of interpolation, nothing is learned.

Calibration standards may be run in any orde~ the program then re-orders them since the calibra-

tion standards must be in ascending order of concentration for interpolation (as is done for S04).
.

ANALYSIS
8

The main program (TAA) for sample analysis and concentration calculations has already been
chained. The terminal-output format for all quality-control standards (check standards) is four lines of in for-
mation.

check standards

The first “samples” in the QC pattern recognized by program TAA are the check standards.

12 1 12 CHK STND 1 4S.83% 69.69%

CONC. FOUND, MADE 4.95* 4 .614 .s

DIFFERENCE .95 .914

DIFF ALLOWABLE .2 .05

The first line is the peak height in percent full-scale. The second line for check standards shows the
calculated concentration versus the known or made-up concentration. If the noise on the peak exceeds the
criterion, an asterisk (*) appears after the calculated concentration. This indication is used for all solutions,
samples, and standards alike. The thiti line is the difference between the measured and the made-up concen-
tration and is expressed in absolute (unsigned) concentration units. The@urth line is the allowable difference
as entered by the operator. If the measured difference exceeds the allowable, the following message will
appear:

DIFFERENCE EXCEEDS ALLOWABLE FOR V, CHEcK STANDARD m

where y is the analyte name and n is the number of the check standard. A buzzer sounds also at this point.

Cumulative sums of the square of the difference (Cusums) and Shewhart limits are calculated and
stored and appropriate messages stored for all quality-control standards. These data may be printed at the end
of the run using TAA04. A simple modification of the program can be made by the computer coordinator to
allow these to be printed either in place of or in addition to the presently printed data.

samples

The next QC-pattem data to be displayed at the terminal are the sample data. All sample data have
the following format

●

14 1 14 SMP 769513 92.3s% 91.62%

8 CONC. .21 .917

The sample identification is show~ along with the peak heights, on thefimt line, Thesecund line is the concen-
tration, which is rounded in two ways. Whereas in program TAAIN the prompt PLACES AFTER DEC. was

answered with the maximum number of digits to appear to the right of the decimal, in TAA the numbers are
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automat ically rounded to three digits or less. For example, if the operator requests two places past the
decimal:

Computed Displayed

number number

1.4784 1.48

~.~312461 9.93
47.2163 47.2

871.563 872.

As with the check standard, an asterisk (*) next to the concentration will indicate a noisy peak. In the
case of samples (and samples only) a message such as

SAMPLE 7S6429 AT POSITION 1 17 IS NOISY AND MUST BE RERUN PLACE IN POSITION 327

will appear. The suggested position would be the next available location in the last sample wheel.
If the sample is off-scale (19% greater than the highest calibration standard), a double asterisk (**)

will appear next to the concentration. Also, the following message will appea~

SAMPLE 769327 AT POSITION 2 13 WAS DILUTED I@ NEED ADDITIONAL 4 TOTAL 49 PLACE IN

POSITION 328

This message requests a REPEAT run of the sample.
The suggested dilution factor must be adhered to if you want the computer to calculate the concen-

tration of the rerun correctly.
The above message does not appear for total Kjeldahl nitrogen (TKN), total phosphorus (TOTP) or

chemical oxygen demand (CO D). Since these samples usually require an external digestion step, an immediate
dilution and rerun is impractical. (The ** does appear, however.)

If three asterisks (***) appear after the concentration, it means that the rerun of a sample was not
successful. In addition, the following line will appear:

SAMPLE 769317 AT POSITION 328 IS BAD FOR THE 2ND TIME

This means that the results are unacceptable either because the peak was noisy or off-scale. The sample will
have to be rerun in another batch.

Spiied samples

When the QC pattern contains

24 1 24 SPK 760513

CONC.

RECOVERED ADDED

ALLOW. REC., MIN MAX

spiked samples, the format for spiked samples is as follows:

23.65% 21 .32%

2.19 .216

1.98 2.9 ,18s .2

1.96 2.0s .19 .21
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The first two lines are similar to those of a sample. The identification of the sample to which the
spike was added appears after SPK. Line three gives two pieces of information: the amount of the spike that
was recovered (concentration of the spiked minus the concentration of the unspiked) and the amount of the
spike added. If an asterisk (*) appears after the recovered amount, it means the unspiked sample was either
noisy or off scale. The fourth line is a reminder of the allowable recovery as entered by the operator.

. If the amount recovered does not meet the criterion, the following line appears:

RECOVERY LESS THAN ALLOWABLE FOR SULFATE, SPIKE 769321*

or a similar message with MORE replacing LESS. The message is accompanied

Duplicates

Output at the terminal for duplicate data has the following format:

36 1 36 DUP

CONC.

DIFF. DIVIDED BY DIL

DtFF. ALLOWABLE

769427 98.1 7%

.81

.92

.05

by a buzzer.

09.34%
.9s3
.9(J4
.91

The format of the first two lines is identical to that of a spike. The third line is the absolute (unsigned) dif-
ference in concentration units between the duplicates divided by the dilution factor. An asterisk (*) after the

difference indicates a problem was encountered with the data for the first sample of the pair. The fourth line
indicates the allowable difference in duplicates (DIFF IN DUPS) as entered by the operator.

Completion of a duplicate analysis marks the end of the analyses for a given QC pattern. Analysis
then continues for all the remaining QC patterns until all solutions in the run have been completed. Terminal
results and messages are repeated for each QC pattern in the sequence just described above in the section on
analysis.

Messages

Timing Chaoge. Often, during the analyses of samples with TAA, the following type of message
appears:

TIMING CHANGE ON S04 CHAN. OR 5.99S68 SEC.

This message informs the operator that the peak-to-peak timing has automatically been corrected for timing
errors that have accumulated during the preceding analysis periods. It was mentioned previously that peak-to-
peak timing is based on a constant value, not peak detecton. The constant is adjusted however, by a peak
detection algorithm that examines the distribution of data points about the peak. (See Volume 2 of this docu-
mentj Notes to Coordinator.) If the algorithm calculates that the peak is arriving too soon or too late, a timing

9
change is calculated.

BASIC Messages. Occasionally, BASIC will detect an error of some kind and will print a message
such as:

8

ERROR NO. 16 AT LINE 7649-ARITHMETIC
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The program stops as a result of attempting to divide by ~. The operator should type on the console LIST
mmn where nnnn is the line number in the error statement. You might try to continue by typing CON. Make a
note of the error number, line number, and the response when LIST nnnn is typed. It could be a software
problem; call your computer coordinator. Various other diagnostic messages may appear from time to time,
which are discussed in Volume 2.

When all samples and repeats are complete, the program will automatically start the sequence of
programs to prepare the preliminary and notebook reports.

Intemupting i Run

While running samples with TAA, it may be necessary to interrupt the run before all solutions have

been analyzed. Interrupting may be required (1) if the operator wishes to obtain a list of all samples that need
repeat runs due to noisy or off-scale signals, (2) the instrument requires minor repair, or (3) reagents need to
be replaced. The run can be stopped by hitting ESC (once only!). The following message with options appears
at the terminak

PLEASE SELECT ONE OF THE FOLLOWING OPTIONS BY TYPING BRACKETED LEITERS

LIST REPEATS [RPT], RESTART WITH STANDARDS [STY],

RESTART WITHOUT STANDARDS [STN],

STOP DATA TAKING, GET REPORT [SWR], STOP DATA TAKING, NO REPORT [SNR],

OR CONTINUE DATA TAKING, STOP BASIC PROGRAM [SBP]

The operator then types the desired 3-letter option after the ? prompt. These are explained below:
List Repeats

7 RPT
Although the computer sounds a buzzer and prints a warning every time an off-scale or noisy peak is

encountered, the operator may not be available at the time. In the case of cat bode ray tube (CRT) terminals,
these warnings may well have scrolled off the top of the screen before the operator sees them. To get a list of
all the samples that need rerunning, type RPT. Possible responses are shown.

CONGRATULATIONS I NO REPEATS.

or

NOT BAD, ONLY 2 REPEATS

48 2 8 SMP ltll

4S29 SM P 192

or

TOO BAD, THERE ARE 14 REPEATS

4s28 SM P 191

49 2 9 SMP 192

w 2 19 SMP 1(J3

51 2 11 SMP l@l

52 2 12 SM P 1(#S

63 2 13 SMP 1a9

64 2 14 SM P 11(I

S6 2 15 SMP 111

66 2 16 SM P 112

NOISY

DIL ADDITIONAL 4 TOTAL DIL. ~

NOISY

NOISY

NOISY

NOISY

NOISY

NOISY

NOISY

NOISY

NOISY
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57 2 17 SMP 113 NOISY

68 2 18 SMP 114 NOISY

59 2 19 SM P 115 NOISY

60 2 29 SMP 119 NOISY

61 2 21 SMP 120 NOISY

●

The number of repeats is shown followed by the record number, the wheel number, the position in

the wheel, the sample identification and either a suggested dilution or NOISY.B

I Restart with Standardization

I
? STY
LAST GOOD RECORD NO. ? 949

GET OUTPUT FROM LINEPRINTER, THEN RUN TAAIN.

USE RE-START OPTION IN TAAIN

In this example the operator noticed that erratic data started being generated part-way through the

run. Examination of terminal output showed that data for record number 949 was the last good analysis. It
was decided to restart at record 959 with standardization. To do this, the operator must relocate the caiibrate-
pattern solutions in the sample-wheel pattern so that they occupy the wheel locations just ahead of the solu-
tion specified by record number 959. The wheel must then be located with the first set standard at the sampling
position.

TAAIN must now be run to inform the computer of the new configuration of the sample wheel
pattern:

*R UN” T’AIN

DO YOU WANT TO RUN PREVIOUSLY STORED SAMPLE ID NOS. ? N

WHEEL PAlTERN NO. (1 TO 9) 4

IS THIS A RESTART OF AN INTERRUPTED RUN ? Y

DO YOU WANT TO ENTER NEW DATA

FOR EACH CHAN., QC PAn., sTND. coNc., ac LIMiTs

ANSWER ALL, SOME, OR NONE (A,S,N) ? N

RUN NUMBER 8

49 ID FILES IN LAST RUN

FIRST RECORD NO. 95P

LAST RECORD NO. 985

S04

CL

1 PATTERNS COMPLETED

* 2 PATTERNS COMPL~ED

40 FILES IN THIS SET UP

989 ID FILES IN USE

● HEADER INFO ? ~

EDIT FILES ? N

PRINT FILES ? Y

EDIT FILES ? N
ADDITIONS OR DELETIONS? N
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ANY OTHER CHANGES ? ~

TAASTART 28(J9 @S/24/77 13:29899 DC

The prompts must be answered as shown with the restart option answered YES, and the record num-

ber of the first sample to be run and the last record number of the original wheel pattern; do not include repeat
samples.

v

The first question regarding previously stored IDs must be answered NO even though previously
stored IDs are being used !

2

Restart without Standardization

? STN
DO NOT RESTART ON BLANKS, SPIKES OR DUPLICATES

RECORD NO. OF FIRST RUN ON RESTART? 95P

NO. OR REAGENT BLANKS RUN BEFORE THIS RECORD ? ~

WANT TO RUN ALL, SOME OR NONE OF REPEATS ALREADY ASKED FOR [A,S,N] S
HOW MANY TO BE USED (IN ORDER FROM 1ST) ? 3

PLACE A SET STANDARD IN THE POSITION

JUST BEFORE THE FIRST SAMPLE TO BE RUN

LOCATE THE SAMPLE WHEEL TO SAMPLE THE SET STANDARD

THRESHOLD ON SET STND. OTHER THAN 39%? Y

THRESHOLD FOR S04 ? 35

THRESHOLD FOR CL? 3P

HIT RETURN WHEN READY TO RUN

It is not necessary to use TAAIN when restarting without standardization. All that is required is to
answer the prompts shown above. The prompts regarding REPEATS allow the operator to select only those
repeats that occurred during the “good” portion of the run. It should be noted that a set standard is placed
just before the first sample to be run, and the sample wheel located to sample the set standard. After hitting
RETURN, the next message will be PEAK SEARCH BEGUN, and DATA about the set standard will not
appear.

Stop Data Taking, with Report

? SWR
LAST GOOD RECORD NO. ? 949

TOTAL NO. OF REPEATS RUN 7 #

TAAO1 5283 96/2S/77 19:37 39S9 DC

SETTING UP FILES FOR SUMMARY DATA REPORT

This option allows the operator to stop data-taking and obtain a report for all the good analytical
results up to and including the specified record number. Also, in the unlikely event that the run has been
stopped after some repeat runs have been made, the report will include the results for good repeats. Use of
this option implies no further analyses of the remaining samples will be made at this time. They will be in-
cluded in a later work session.

Stop Data Taking, No Report
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7 SNR
STOP AT 2988
●

When all data appear to be bad because all samples need dilution or there is a system or instrument*
malfunction, this option stops everything. No report is made. Appropriate corrective action must be taken
before restarting. If you later decide you would like to print the data, use program TAAPRINT.

* Stop BASIC Program, Continue Taking Data

7 SBP
TYPE CON TO RETURN

This option should be used only by an extremely skilled and experienced operator. It allows the
\ operator to make a minor modification of the BASIC program, SAVE it, read out some variables, list on the

line printer, etc. These operations must all be done in three sample periods (the time between four peaks) or
data will be missed. When the modification has been mad% typing CON will bring up BASIC and the program
will continue as if nothing has happened, if the operator was fast enough.

POSTANALYSIS PROCEDURES

SCOPE

AND LINE PRINTER REPORTS

After data peaks for all solutions in the sample-wheel pattern have been read by the TAA program,
four programs are used to provide the necessary printed output of the collected data. The programs, which are
chained together, are TAAO 1, TAA02, TAA03, and TAA04. They perform four tasks: print preliminary
analysis results, allow reagent-blank corrections, print summary data report, and print a Cusum and Shewhart
QC data report.

PROGRAM TASKS

Preliminary Analysis Results (TAAO1)

If reagent blanks have been used, TAAO1 compiles and prints out a report of “Preliminary Analysis
Results” and chains to TAA02. If reagent blanks have not been used it sets up data files and chains to
TAA03.

The preliminary report comprises data for all the individual solutions that make up a work session
including the sequence of set standards, blanks, calibration standards, samples, check standards, reagent
blanks, spikes, duplicates, and samples that have been rerun. It lists in sequence each solution, the identifica-

r tion of the solution and the peak height and concentration. The operator uses the report to compare that data
with data for reagent blanks that will subsequently be displayed on the terminal. It aids him/her in judging the
quality of reagent-blank data so that he/she can decide how to use the reagent blanks.

8

Reagent-Blank Corrections (TAA02)

Corrections for reagent blanks are made interactively by the operator. TAA02 retrieves, in
sequence, data for each reagent blank and displays the data on the terminal. The run number, the reagent-
blank number, the peak height and the concentration for each analyte of the run, and the samples to which the
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blank applies are shown. The program issues prompts asking whether the data are all right, and if the operator
wants to subtract the reagent-blank value from the samples to which it applies. The operator will make ajudg-
ment and respond to the prompts after comparing the reagent-blank data with that contained in the
preliminary report for instrument blanks, samples, etc. After the oprator responds, the program will then
proceed to the next reagent blank and the process will be repeated until all of the reagent blanks have been
retrieved, displayed, and acted upon. Finally the TAA02 program will display a summary review of the ac-
tions taken on all of the reagent blanks retrieved for the work session.

Smnmary Data Report (TAA03)

TAA03 compiles and prints out a “Summary Data Report.” The report lists the runs in sequential
order, and for each run prints the data across the page including the run number, the identification of the run,
the peak height and standard deviation of the peak, the dilution factor (where applicable) and the concentra-

tion. These data can be printed for a maximum of three analytes across the page. In addition, the report gives
a one-digit code number indicating the quality of the result for each run and for each analyte (See Table 3).
These code numbers are printed in the right-most column under “COMMENT.” A table is provided on each
Summary Data Report to enable interpretation of the quality code numbers.

The report also contains information about standards, samples, and quality controls. It also prints
out standard-calibration coefficients, and degree, goodness of fi~ and quality-control values for check stan-
dards, spikes, and duplicate samples. TAA03 then chains to TAA04, if desired.

Cusum and !%ewhart QC Data Report (TAA04)

TAA04 compiles and prints out the Cusum and Shewhart QC Data Report. The report lists the QC
data for check standards, spikes and duplicates. All of the data for the first channel are listed first followed by

each succeeding channel. The Cusum and Shewhart warning messages, where applicable, are also listed.
This program is not used by all laboratories.

TABLE3. List of comment codes.

o
1
2
3
4
5
6
7
8
9

Gooddim
Out of ealibmte, offrcate
Noisy peak
Good analyte in repeat
Bad 2nd time
Bad (2C, OtheIWiEe good
Bad@andsrd, b8d QC
Spiked or duped ba~ bad QC
Spiked or duped bad, QC OK
Not anatyzed (peak dared)
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RUNS WITHOUT REAGENT BLANKS

If reagent blanks have not been used the TAAO1 program is chained in at the end of the work ses-
sion by the TAA program. After TAAO1 sets up data files, TAA03 and TAA04 are chained in sequentially.
As these programs are chained in, the following messages appeac

SEITiNG UP FILES FOR SUMMARY DATA REPORT (TAAO1)
SUMMARY bATA REPORT PROGRAM IS RUNNING ~AAo3)

r
SUMMARY DATA REPORT IS COMPLETED

GET REPORT FROM THE LINE PRINTER

CUSUM AND SHEWHART REPORT PROGRAM RUNNING (TAA04)
CUSUM AND SHEWHART DATA REPORT IS COMPLETED

GET REPORT FROM LINEPRINTER

END AT 16~

No further interaction is required by the operator. The work session is complete. The data remain
available until a new run is initiated using the same wheel number. To produce another copy of the data, use
TAAPRINT.

RUNS WITH REAGENT BLANKS

If reagent blanks have been used, the first message appearing at the terminal is:

GET PRELIMINARY REPORT FROM THE LINEPRINTER.

At this point TW02 is chained in as indicated by the following messages:

THE FOLLOWING ARE REAGENT BLANKS IN THIS SERIES OF RUNS

DETERMINE THEIR USE

COMPARE THE FOLLOWING DATA WITH PRINTOUT OF PRELIM ANALYSIS

The program goes out to the files and looks for reagent blanks in each pattern of samples, check
standards, spikes, and duplicates. It also looks for reagent blanks in the first grouping of set standards and
calibration standards (even though reagent blanks are not normally included in the first grouping). Thus, the
program will virtually always display the following message firsti

NO REAGENT BLANKS FOUND IN GROUP 1

●

When a reagent blank is found in a pattern the following information, for example, is displayed:

●

RUN 15 RB 2

PH CON PH CON

.14% a.0934 .92% 9.-5

THIS REAGENT BLANK APPLIES TO SAMPLES 1 TO 3 AND SAMPLES 4 TO 6.
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... ........ ....,.... .

(The symbols PH and CON refer to peak height and concentration.) The program will then ask:

IS THE REAGENT BLANK OK ? Y

The operator will make a judgment (by comparing the displayed values with pertinent data in the .>

preliminary report) and respond Y or N, The program will then ask}
k

1 }
WANT TO ENTER MANUAL RB CONC. ?

With this prompt the operator can elect to enter a reagent-blank concentration he/she has estimated

or calculated manually. If the operator responds with Yes, the computer will prompt him/her with a question
mark under each computer-calculated RB concentration and the operator should enter the estimated concen-
tration. If No is the answer, the next prompt is:

DO YOU WANT TO SUBTRACT THE REAGENT BLANK? N

The operator will again make a judgment and respond Y or N. The program will retrieve any ad-

ditional reagent blanks in the pattern; the query, judgment, and response process is repeated. When all reagent
blanks in the pattern are retrieved, the following message is then displayed:

1 REAGENT BLANKS RETRIEVED FROM GROUP 2

1 The program will then retrieve reagent blanks in the next pattern, and the process is again repeated
until all reagent blanks in all of the patterns are retrieved and acted upon. The following message is then
displayed:

1 ALL REAGENT BLANKS RETRIEVED.

I Finally a summary review of all the actions taken on all of the reagent blanks in the entire series of
runs that make up the work session will be displayed as follows:

SUMMARY REVIEW OF ALL REAGENT BLANKS IN THIS SERIES OF RUNS COMING UP

RUN 15 RB 2

PH CON PH CON

.14% 9.9934 .92% cf.9905

RB OK, NOT SUBTRACTED

REVIEW OF REAGENT BLANKS COMPLETE

TAA03 is then chained in by the TAA02 program. At the outset the TAA03 program displays the
message:

SUMMARY DATA REPORT PROGRAM IS RUNNING
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and is followed by the same messages described in the section on Runs without Reagent Blanks, above.
The program retrieves, from a variety of files, all of the information necessary to print the Summary

Data Report. The information is sent out to the line printer in patterns (preceded by the grouping of set stan-
dards and calibration standards) as previously described. Each pattern is printed on a new page.

●

SPECIAL PROGRAMS

T
There are three diagnostic or recovery programs written for use with the TAA programs. It may be

useful for the operator to understand how to use them.

TAAPRINT

This is a simple, short program that sets up variables necessary for printing final results. This
program is only needed when the system crashes to save useful data that have already been created. A typical
dialogue follows:

RUN” TAAPRINT
FIRST RECORD NO. 1

IAST GOOD RECORD NO. 48.

NO. OF RBL’S RUN $

At this point TAAO1 is chained in and the normal printing sequence begins.

TAAPEAK

This program is an extremely useful diagnostic tool for examining the raw data used in calculating
peak heights. Typically, 35 readings from the A/D are taken for each peak from the TAA. These raw data are
stored in a sequential file, PTSX, where X is 1, 2, or 3, depending on how many channels are being run
together, and the number of the analyte (sequential number as entered by the operator). As an example, if two
channels were used and the operator entered CL first and S04 second, PTS 1 would be the chloride data and
PTS2 the sulfate.

This program displays the raw data semigraphically on the line printer. It can help spot noise, shifts
in timing, or help to set data rates. The dialogue for mnning this program is as follows:

R UN’ TAAPEAK
ANALYTE NUMBER

FIRST PEAK NO. 5

LAST PEAK NO. 13

(1 to 3) 1

At this point the data are read from the file into a large array, the highest and lowest points are found
(for scaling), and the peaks requested are printed. If the PA(3E has not been set to 132, either arrows will oc-

f cur or the data will be very strange.

TAAPFILE

● This program is used to print the contents of file TAAID.XX (where XX is the first two letters of the
analyte) in a formatted, easy-to-read way. The contents of this file are adequately described in Vol. 3 of this
document “File Structure for Technicon AutoAnalyzer.”
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The dialogue to run is as follows:

R UN’TAAPFILE
1ST RECORD, LAST 5,27

9

Again it is important that PAGE be set at 132 for this program to run. It will automatically print the
files for all analytes.

?
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